Palladseite (Pdy7Se15) Structure:
A17B15_cP64_215_acg2i 12i-001
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Prototype Pdi7Sess

AFLOW prototype label
Mineral name

Pearson symbol

Space group number
Space group symbol

AFLOW prototype command

A17B15_cP64_215_acg2i_f2i-001
palladseite

cP64

215

P43m

aflow --proto=A17B15_cP64_215_acg2i_£2i-001
—Tparams=a, T3, T4, x5, 25, L6, 26, L7, 27, LR, 28

Other compounds with this structure

Rh17815
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o (Geller, 1962) determined that Pdj7Se;s could be in space group Pm3dm #221, |P43m #215| (this structure), or P432
#9207, and finds that Pm3m gives the best fit to single-crystal X-ray diffraction pattern, even though the fit of the
parameters for the all of the Wyckoff sites could not be converged. We therefore present all three structure possibilities.

e We shifted the coordinates of (Geller, 1962) to move the Pd-I atom from the center of the cubic cell, Wyckoff position
(1b), to the origin, Wyckoff position (1a).

Simple Cubic primitive vectors

al
a3
a; = ax
az = ay
ag = az
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = 0 0 (1a) Pd I
B, = %ag + %33 = %ay + %ai (3c) Pd II
B; = fa+iag = fax+ a2 (3¢) Pd II
B, = la;+la = saX+3ay (3¢) Pd II
Bs T3ay = axrs X (6f) Sel
Bg = —x3ag = —ar3X (6f) Se I
B, = T3 as = axs3y (6f) Sel
Bsg = —T3as = —ar3y (6f) Sel
By = T3 as = axs Z (6f) Sel
Bio = —x3as = —ar3 7 (61) Se I
By = Tia; + %ag + %ag = arsX + %aer %ai (6g) Pd III
B, = —z4a; + %ag + %ag = —ars X+ %ay—i— %ai (6g) Pd III
Bis = sa;+z4a + 5 ag = taX+ar,§ + 302 (6g) Pd III
By = %al —x4a9 + %33 = %ak—auy—l— %ai (6g) Pd III
By = %al + %ag + x4 a3 = %aich %ay+ax42 (6g) Pd III
Big = %al + %ag — x4 a3 = %afc—i— %a&—ami (6g) Pd 111
By = Tsa] + T5as + 25 as = ars X+ axrsy + azs z (12i) PdIV
Bis = —Xsa] — Xy as + 25 ag = —azrsX —axsy + azs Z (12i) Pd IV
B = —Zsaj + Tsas — 25 as = —ars X+ axsy — azs Z (12i) Pd IV
By = Tsa] — Ts Ay — 25 A3 = arsX — arsy — azs Z (12i) Pd IV
By = zsa] + x5 as + Ts as = azs X+ axsy + axs z (12i) Pd IV
By = Zsa] — Tsag — s as = azsX —axrsy — arsz (12i) Pd IV
Bos = —Z5a; — X5 as + x5 as = —azs X —axs5y + azs Z (12i) Pd IV
By, = —Zzsa) + T5as — T as = —azs X+ arsy — axs Z (12i) Pd IV


http://aflow.org/prototype-encyclopedia/A17B15_cP64_221_acfm_eij-001
http://aflow.org/prototype-encyclopedia/A17B15_cP64_215_acg2i_f2i-001
http://aflow.org/prototype-encyclopedia/A17B15_cP64_207_acfk_eij-001
http://aflow.org/prototype-encyclopedia/A17B15_cP64_207_acfk_eij-001

B2s
B2s
Bor
Bas
Ba2o
Bso

Bs2
Bss
B3y

Bss
Bsr
Bss

Byo
B4y
Byo

Bas
Bus
Bue
Bar
Bus
Byo
Bso
Bs1
Bs2
Bss
Bs4

Bse
Bsr
Bss

B60
B61

Be2

B64

Tsa) + z25a + Trsas
—Tsa; + z5a2 — T a3
ITsaAl] — ZpAdg — Tyas
—Tsa1 —z5a2 + Tsas
Teay + Teaz + 26 a3
—T¢a; — Teaz + 26 a3
—Tg a1 + Tgay — 26 Az
Tgal — TgaAg — Zg A3
Zg a1l + Tgaz + Tgas
ZgA]l — TgaAz — Tg A3
—Zga] — Tgag + Tgas
—Zga1 + Tegaz — Teas
Tgal + 2 a2 + Tgas
—T¢ar + 26 a2 — T a3
TgaA] — ZgAg — TgaAs
—ZTga] — 2g a2 + Tgas
r7a] +xryaz + zyas
—xr7a] —Tyas + zras
—r7a; +xraz —zras
Tra;p —Tryagx — zras
zral +x7az + xr7yas
Zral —T7yaAz — Trag
—zya; —xraz +rras
—z7a] +xryazx —xr7as
Trra] + zrag + xryas
—x7a] + zyay —x7as
Tra] —ZyAg — T7aAs
—x7a] — 2yaz +x7as
Trga] + rgaz + zgas
—rga] —Tgas + z2gas
—rga) +rgas — zgas
rgal] —Irgay — zgaAs
Zgay +Tgaz + rgas
zZgA] —XgAgy — TrgaAs
—zga] —Tgaz + rgas
—zga] +xgazx — rgas
Tga +zgaz + rgas
—Tgay + zgaz —rgas
rgal] —zgdAg — TgaAs

—xrga) — 2gaz + rgas

arsX +azsy +arsz
—arsX+azsy —axrsz
arsX —azsy —arsz
—arsX —azsy +arsz
argX +argy + azg z
—argX —argy + azg Z
—ar¢X+argy —azgZ
argX —argy — azg Z
azgX + axgy + axrg Z
azgX —axrgy — argz
—azgX —axgy + axrg Z
—azgX+argy — axrgZ
argX +azgy + argz
—argX+azgy —axrgz
ar¢X —azgy —argz
—argX —azgy + axrgz
ar7X+ar7y 4+ azrz
—arx7X —ar7y +azrz
—ax7X+ar7y —azrz
ar7X —ar7y —azr z
azrX+ax7y +axr7z
azrX —ax7y —ar7z
—azyX —ax7y +axr7z
—azrX+axr7y —axqz
ar7X+azry +axr7z
—ax7X+azry —axr7z
ax7X —azry —axr7Z
—ar7X —az;y +axrrz
arsX +arsy + azg z
—argX —argy + azg z
—arg X+ arsy —azg z
a:cgfc—a:zzgy—ast
azgX + axrsy + argz
azgX —axrsy —argz
—azgX —argy + arg z
—azgX +argy —axrgz
arsX +azgy +argz
—arsX +azgy —argz
argX —azgy — argZ

—argX —azgy + axrgz

Pd IV
Pd IV
Pd IV
Pd IV
PdV
PdV
PdV
PdV
PdV
PdV
PdV
PdV
PdV
PdV
PdV
PdV
Se 11
Se 11
Se I1
Se IT
Se 11
Se 11
Se IT
Se I1
Se 11
Se I1
Se I1
Se IT
Se I11
Se 111
Se 111
Se 111
Se I1I
Se 111
Se 111
Se III
Se ITI
Se 111
Se 111
Se I11
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